Fig. S1
Details of the J-aggregate model structure.
Fig. S2
Experimental UV-Vis and ECD spectra of the H-, J-aggregate and monomer of AXT.
Fig. S3
Calculated UV-Vis and ECD spectra of the H-and J-aggregates arbitrary models and monomer at the ZIndo/S theory level.
Fig. S4
AXT-AXT distance curves versus MD simulation times, and AXT-AXT distance histograms for 1:9 and 3:7-dimer models.
Fig. S5
AXT-AXT dihedral angle curves versus MD simulation times for 1:9 and 3:7-dimer models.
Fig. S6
Averaged AXT-AXT distance curves versus MD simulation times, and AXT-AXT distance histograms for 1:9 and 3:7-decamer models.
Fig. S7
AXT-AXT dihedral angle density curves versus MD simulation times for 1:9 and 3:7-decamer models. 
Fig. S15
Calculated UV-Vis and ECD spectra of the 1:9 and 3:7-dimer models and monomer at the ZIndo/S theory level, averaged over 1000 (dimers) or 100 (monomer) single spectra of extracted MD clusters.
Fig. S16
Calculated UV-Vis and ECD spectra of the 1:9 and 3:7-dimer models and monomer at the TDDFT/CAM-B3LYP/ Def2SVP theory level, averaged over 1000 (dimers) or 100 (monomer) single spectra of extracted MD clusters.
Fig. S17
Calculated UV-Vis and ECD spectra of the 1:9 and 3:7-decamer models and monomer at the ZIndo/S theory level, averaged over 400 (decamers) or 100 (monomer) single spectra of extracted MD clusters.
Fig. S18
Averaged UV-Vis and ECD spectra, together with oscillator and rotatory strengths intensity, from all extracted MD clusters of 1:9-dmier model, calculated at the ZIndo/S and TD-DFT theory level.
Fig. S19
Averaged UV-Vis and ECD spectra, together with oscillator and rotatory strengths intensity, from all extracted MD clusters of 3:7-dmier model, calculated at the ZIndo/S and TD-DFT theory level.
Fig. S20
Averaged UV-Vis and ECD spectra, together with oscillator and rotatory strengths intensity, from all extracted MD clusters of 1:9-decamer and 3:7-decamer models, calculated at the ZIndo/S theory level.
Fig. S21
Averaged UV-Vis and ECD spectra, together with oscillator and rotatory strengths intensity, from all extracted MD clusters of monomer models, calculated at the ZIndo/S and TD-DFT theory level. 
